Supplementary material
Matthews Correlation Coefficient (MCC) equation:
(1) P and N are the percentages of true positive and true negative predictions while P f and N f are the percentages of false positives and false negatives, respectively. True positives are drugs from a database of cardio-safe drugs that are identified as cardio-safe. False positives are cardio-toxic drugs from a cardio-toxic drugs database that are identified as cardio-safe. False negatives are cardio-toxic drugs from a cardio-safe drugs database identified as cardio-toxic, and true negatives are cardio-toxic drugs from a cardio-toxic drugs' database, identified as cardio-toxic. The possible values for MCC range between -1.0 and 1.0 (1.0 for a perfect prediction and -1.0 for a completely erroneous prediction).
